RPLC
Hypersil GOLD (Thermo Scientific) C18 2.1 x 150 mm, 1.9 µm, 175Å 1 -11
Hypersil GOLD aq (Thermo Scientific) C18 with embedded polar group 2.1 x 150 mm, 1.9 µm, 175Å 2 -9 BEH C18 (Waters)
Ethylene Bridged Hybrid silica + C18 2.1 x 100 mm, 1.7 µm, 130Å 1 -12 Kinetex (Phenomenex) C18 2.1 x 100 mm, 2.6 µm, 100Å 1.5 -10
Zorbax SB aq (Agilent Technologies) C18 with embedded polar group 2.1 x 50 mm, 1.8 µm, 80Å 1 -8
RPLC Chromatographic Conditions
Column name Gradient Flow rate Hypersil GOLD 1% to 80% B in 10 min 0.25 ml/min Hypersil GOLD aq 1% to 80% B in 10 min 0.25 ml/min BEH C18 1% to 80% B in 10 min 0.4 ml/min Kinetex 1% to 80% B in 10 min 0.4 ml/min Zorbax SB aq 1% to 80% B in 9 min 0.6 ml/min Scoring System. Retention time, peak shape and peak area were obtained with MassHunter Qualitative Analysis Software B.05.00 (Agilent Technologies). The score of each standard and metabolic feature (biological sample) was determined using the scoring system as follow: Area ≥ 200,000 Area ≥ 200,000 1 50,000 ≤ Area < 200,000 50,000 ≤ Area < 200,000 0 10,000 ≤ Area < 50,000 10,000 ≤ Area < 50,000 -1 Area < 10,000
Area < 10,000 -3 a For each chromatographic condition, the void volume zone has been delimitated by calculating the retention time corresponding to a density of metabolic feature of 0.05 using a urine sample. b Not Applicable.
If the Score total of a metabolic feature was above or equal 2, it was categorized as "Good". If the Score total was below 2 and above or equal 0, the score was "Acceptable". If the Score total was below 0 the feature was "Unacceptable". Figure S1 . Cystine 
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